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rnyyiflaa^yi l nisflntnlwMEiafliiflaa-i (in vitro) 

{na^ri l fmmfltmmStnfmnflwIaflyisiwy 

1. uiyiniia^fluIaayisuiwiiiitm'Hi 

2. ihyiniia^flulaavisuifitiitmmiiiaiwiwflifiiim 

3. I4ipminfli4laflyist44 331.4 g inuvhi MeOH 720 mL 

4. ihwminfluIaayismyuPiiTu MeOH 3Jinsa40iejnyssmins04 

5. til MeOH wn504tminn 6 ua 4 litasiWEJ MeOH aan 

6. uitnywlflinn'uaw 6 1iJtT0flTflEil$fmEumn1flEil$ h 2 o 120 mL , ch 2 ci, 4 * 50mL oas; 
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(Kcal/mol) 
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(Kcal/mol) 

RediocideA 

3 

31 

-8.79 

-7.8 

RediocideB 

5 

31 

-9.03 

-8.68 

RediocideC 

1 

47 

-8.68 

-8.07 


2 

36 

-8.65 

-8.24 

RediocideD 

1 

23 

-9.33 

-6.9 


3 

31 

-8.74 

-8.34 
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1 

35 

-9.59 

-8.49 
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4 

25 

-8.17 

-6.66 

Lotthanongine 

1 

18 

-10.5 

-9.54 


12 

27 

-8.28 

-8.09 
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CYS26(3.532) 
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O-HC 
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O-HN TRP25 

(3.848) 

OH-OC- 

CYS26(3.321) 

CO-HN 

CYS26(3.503) 

O-HN TRP25 

(3.794) 


CO-HN 
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O-HC CYS26 

(3.969) 


O-HC 

CYS26(3.847) 


CO-HC 

CYS26(3.991) 



HO-HC 

ASP27(2.254) 


O-HC 

ASP27(3.237) 





HO-HC 

CYS30(2.524) 







HO-HO 

SER31(2.118) 


O-HO 

SER31(3.579) 

O-HO 

SER31(3.657) 


O-HO 

SER31(3.126) 


HO-HN 

SER31(2.378) 

O-HN ARG36 

(1.782) 
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SER31(3.362) 

O-HC ARG36 

(1.825) 






CO-HC 

LYS35(2.724) 
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ARG36(2.616) 

O-HN LYS35 

(2.963) 

O-HN 

LYS35(2.670) 

OH-HC 

LYS35(1.964) 

O-HC 

LYS35(2.325) 

O-HN 

LYS35(1.745) 

O-HN 

LYS35(3.700) 

O-HN 

VAL37(2.487) 

O-HC 

LYS35(3.228) 


HO-HN 

ARG36(3.984) 

O-HN 

LYS35(2.988) 

O-HC 

LYS35(3.722) 

CO-HC 

ASP38(2.924) 

O-HC 

VAL37(3.896) 

O-HC 

ASP38(3.401) 


HO-HN 

VAL37(3.494) 


O-HC 

ALA42(2.069) 

CO-HC ALA42 

(3.788) 

HO-HN 

LYS69(2.659) 

OH-OC 

ASP38(3.460) 




O-HC 

ALA42(3.397) 



HO-HC 

VAL52(3.988) 
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Afzelechin (A) 

Lotthanongine (A) 

Lotthanongine'(A) 

HO-HC PR07(3.426) 


HO-HC PR07 (3.285) 

HO-HC CYS 14(2.274) 


OH-OC ASP8(2.960) 

HO-HC CYS 14(3.585) 



HO-HC PRO 15(2.897) 



O-HO TYR21 (2.510) 


OH-OH TYR21 (1.823) 

O-HC TYR21(3.925) 


HO-HC TYR21 (3.666) 

OH-OC LYS23(2.198) 


HO-HC LYS23 (1.550) 

HO-HC LYS23(2.449) 


HO-HN LYS23 (3.268) 

HO-HN LYS23 (2.958) 

O-HC THR24 (3.363) 

CO-HC THR24 (3.088) 

HO-HC LYS23 (3.325) 

O-HC CYS26 (3.040) 

HO-HC TRP25( 1.662) 

HO-HC THR24 (3.374) 

OH-HO SER31 (3.035) 

HO-HN TRP25 (2.754) 

HO-HC TRP25 (2.532) 

HO-OH SER31 (3.212) 

CO-HC CYS26(2.812) 

HO-HC TRP25 (3.225) 

OH-OC LYS35 (1.796) 

HO-HC ASP27(2.556) 

OH-HO SER31 (2.209) 

HO-HC ARG36 (1.685) 

OH-OC ASP27(2.766) 

HO-HC SER (3.988) 

HO-HN ARG36(2.934) 

HO-HN ALA28(3.396) 

HO-HN LYS35 (2.536) 

HO-HN VAL37(2.649) 

HO-HN LYS35 (1.745) 

HO-HN LYS35 (3.465) 

HO-HC VAL37 (3.142) 

HO-HN ARG36(3.310) 

OH-OC ASP38(1.774) 

OH-OC ARG68(2.021) 

HO-HC VAL37 (2.630) 

OH-OC ASP38(2.856) 

HO-HC LYS69 (2.547) 
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s ) 

neurotoxin3 ufo a — cobrcitoxi n^nnfmwi docking 100 nf^ n^Tiiim'asu'vi'nnJisnaiJ^iEi 
comformers w-itmstnmutminflwulmTafivism njm^nmiww^miijnfi^a'im 3 wilnmaotfru 

t» q qj 

(RMSA < 2A) 

Ill'll 15 rediocide A yinia-l’aiinil neurotoxin3 

qj 



(a) Rediocide A 



(b) Rediocide B 

iilvi 3 mssffimulminflwulmlaflBsmnjfusii'imW'R'H'i neurotoxin3 





(d) Rediocide D 

iilfi 3 (fia ) ?n?stfiafylu?ina3Ju1v<!lafms;'U'3 6 ufustiunu'WH^H , i neurotoxin3 



(e) Rediocide E 







(f) 

iilfi 3 (m) tm 


(g) 

iilfi 3 (to) tm 



Afzelechin 


neurotoxin3 

t» q qj 



Lothanongine 

neurotoxin3 

t» q qj 





aradiiasiimajNafmiiciaa^ 

11001711000401 neurotoxin3 §4i?l7!l7iia0a'I0707i E U0407J4i7ii1ii000f i (a007S7i7i07sai7i 0 

q qj 

10711110 X-ray crystallography 10O017J1 dock 0^17010(11107100711007^7440107)7104171(140170717171 

3 / . 

I074(77i4(n77n007i7nii0 Indium? dockoomnmundu cluster 00l074a7i4 3 Sflloamoimi (rmsd< 
2A) 04ll(704l7l7!0710ll047S711140a7J comformers (cluster) 011(704117(771 conformers U04ai7(710(lJ07l 
docking energy 711101 Rediocide A 71 cluster 71711(77l1l00 cluster 71 3 KIT) Rediocide A 00 31 conformers 

3/ . I 

ll4 cluster 0071044171 Ttl017§lJ07101(70 -8.79 Kcal/mol Rediocide A §71071711)4 neurotoxin.3 001UM04 

q qj 

i si 

6 U040700S3n710(710fy04000 TRY42 , THR24 , LYS35 , SER31 , CYS26 , CYS30 , ASP38 , lias ASP27 
l0007S0S'H14l71011§7J0717STni4 1.6-4.0 A Rediocide B 0 cluster 001(77l1l00 cluster^ 5 §40 

I I 3/ 

Rediocide B 00 31 conformers 07ia4417ll71077§7J(T7107(70-9.O3 Kcal/mol 01llK04 E U040700S00710a770 

qj q 

i si 

l7J§7l01O007(77l1l004000 ARG36 , VAL37 , LYS69 , THR24 U0S CYS26 l0001S0SM14t71011§7J07! 
7S71714 1.6-4.0 A Rediocide C 0 cluster 001(77ltl00 cluster 0 1 §40 Rediocide C 0047 

qj 

3/ I 

conformers Ifl cluster 007ia4477!l71017§7J0710ia0 -8.68 Kcal/mol Rediocide C §11(1110714 

q qj 

• i y 

neurotoxin3 001ll7704 E U040700sCl710(710(lJ04000 ASP38 , LYS23 , THR24 , VAL52 , TRP25 , ASP27 , 

y 

LYS35 , CYS26 , lias SER31 l0O07SOS'H14Tll017§lJmi7S'H714 1.6-4.0A 710(11)1(10 Rediocide C 

• •I y 

040 cluster 001(77l1l00 cluster 0 2 §40 Rediocide C 00 36 conformers If! cluster 0071044171 

qj 

T7!017§7J07!01(70 -8.65 Kcal/mol Rediocide C §710710714 neurotoxin3 001ll7104 E U040700S0l710 

q qj 

(710(1)00 LYS35, SER31 , TRP25 lias ASP8 l0O07SOSM14l71017§7l0717S'H114 1.6-4.0A Rediocide D 

• •I y 

0 cluster 001(77l1l00 cluster 0 1 §40 Rediocide D 00 23 conformers If! cluster 0071§4417 i1ti 
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